Vorinostat, a possible alternative to metronidazole for the treatment of amebiasis caused by Entamoeba histolytica.
Abbreviations SAHA suberoylanilide hydroxamic acid EhHDAC Histone Deacetylase from Entamoeba histolytica Rg Radius of gyration RMSD root-mean-square deviation RMSF root-mean-square fluctuation MDS molecular dynamics simulation VMD Visual Molecular Dynamics NAMD Nanoscale Molecular Dynamics PBC periodic boundary conditions PME Particle Mesh Ewald 3D three-dimensional Cα alpha carbon FDA Food and Drug Administration ns nanoseconds GPU CUDA Graphics Processing Unit Compute Unified Device Architecture Communicated by Ramaswamy H. Sarma.